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1. GC 71 MS {Xs8&1

GC UBEHRE
=kt DB-5 MS, 30 m x 0.25 mm x 0.25 pm
(83145 122-5532)
Jridza 1uL
MMI ##E0 50 °C &% 0.01 min,
600 °C/min F2 300 °C
=Lyt 60 mL/min @ 1 minute
HHEFRERF 45°C £R¥% 4.25 min,
5°C/min F2| 75°C, &#F 0 min,
BEIL10°C/min #E]320°C, 4R#% 10 min
B 5, 1.3 mL/min {857
ERERE 290 °C
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BFUER El. ECI (20% BieSk)
BYREE 230 °C
MiRFTE 150 °C
m/z e/ 40 ~ 800 m/z
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Identifier Training Predicted(Training) Confidence
CSC1-El-1: Ig2 [F, Training] [F, Training] 1.000
FSW2-El-1: Ig2 [F, Training) [F, Training] 1.000
ESC1-El-1: Ig2 [P, Training] [P, Training] 1.000
ESC2-El-1: Ig2 [P, Training] [P, Training] 1.000
RSAL-EI-1: 1g2 [P, Training] [P, Training] 1.000
A5, % T PCA 1 3 ™MEXR] PLSD V55

Prediction Results 2
Identifier Grade Training Predicted(Class Pre... Confidence
FAC1-EI-1: Ig2 F Mone [F, Training] 1.000
ESC2-El-1: 12 P Training [P, Training] 1.000
ESC1-EI-1: 12 P Training [P, Training] 1,000
SAC1-EI-1: 1g2 F MNone [F, Training] 1.000
RFC2-EI-1: 1g2 P Mone [P, Training] 1.000
RSAZ-El-1: Ig2 P Mone [P, Training] 1.000
CSC1-El-1: 1g2 F Training [F, Training] 1.000
REAL-EI-1: 192 P Training [P, Training] 1,000
EFC1-EI-1: 1g2 P MNone [P, Training] 1.000
FSw2-El-1: 192 F Training [F, Training] 1.000
A6 BREBTNTHERRIERESE, GEPLERSSEICIRNESR, XEHRREATHERNEE, % "Taining” ZEHL “None” &




tevEl
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El EFHRERREGEENTRERUESUNMTESE, BRT—1
HOFESFEFHUEYN (B 8) , MEMFAEUEYRE
HEFRESRT 5 ppm.

FIALE Cl EMREEE, SMREYHBTUERSFX (B8 .
RIENEE R RS, JEWE 5 MAY (RET) B
NFRHT TN, BT 227 m/z RREITHBERIER (M+C,H,)
+ PCI &I, EMBE—1 209 m/z KIBEFIE, XFEX
H,0 #FHER—B. 191 m/z WEBERIEMERFRBTEZK
AFHESR, NXEHRTENZEEPH—IERIFAH
Ci4Hy0, MIZERME, EMREAMELEFXT 8 ppm, &
RIESEE. 3 NIST EEREREN S 4 HUEUNHARE
B, ENBEEYWEBAKENSK, AMSELLEERE
i (A9) .

El, M*+ PCI. [M+H]+

RERE RERE

MPP ID % NIST £% ID NIST EEE | 5FR CAS HEE MEE (ppm) HHIE WEE (ppm)
55.0027.546 |n-iRHEER 789 CigHz0, | 57-10-3 | 256.2397 | 256.2385 47 2572475 | 257.2470 1.9
73.0029.750 |TERREAZ R 703 CyoHye0, | 111-61-5 | 3123023 | 3123008 48 3133101 | 313301 32
81.0035.731 |FES 831 CyHso | 111-024 | 4103907 | 410.3904 0.7 4113985 | 411.3987 05
105.0820.906 |a-EEEHHE 880 CisHy, | 17699-14-8| 2041873 | 204.1883 49 205.1951 | 205.1945 29
71.0827.260 |NIST EEAREFE N/A CiHp0, | N/A 226.1927 ND ND 227.2006 | 227.1987 8.4

A8 PCI FA#iRIR A THBREES, ATHERREXRBINLHHEERFHILEDND FEF. RT—1TRH b BEPRELULZEN FEFHRR

M EYER
MPP ID 1% NIST 2% ID NIST iR | 43X CAS S KR
55.0@27.546 |n-4ZHEES 789 CigHyp0, | 57-10-3 #iM  |Bedoukian Research
73.0@29.750 | REREE ZEE 703 CygHy0, | 111-615 ¥  |Good Scents AH
81.0@35.731 LM 831 CyHgp | 111-024 & |Good Scents A
105.0820.906 |a-EEEHhA 880 CisHyy | 17699-14-8 | EZHEF  |Good Scents A

A9 4 BABE WL XY EXMLEY SRR
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ZHFHEEIEZR, Molecular Structure Correlator B IAXF4E
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1. Olive Oilin the U.S., 3rd Edition, Apr 1, 2009, a marketing
report from Packaged Facts (http://www.packagedfacts.com
/Olive-0il-Edition-2071654/)

E. N. Frankel, R. J. Mailer, C. F. Shoemaker, S. C. Wang, J. D.
Flynn, “Tests indicate that imported “extra virgin“olive oil
often fails international and USDA standards” UC Davis Olive
Center, July 2010 (http://olivecenter.ucdavis.edu/news-
events/news/files/olive%200il%20final%20071410% 20.pdf)

L. Vaclavik, 0. Lacina, J. Hajslova, J. Zweigenbaum.
“The-use of high performance liquid chromatography-
quadrupole time-of-flight mass spectrometry coupled to
advanced data mining and chemometric tools for
discrimination and classification of red wines according
to their variety.”, Anal Chim Acta. 685, 45-51 (2011)

J. Boccard, J. L. Veuthey, S. Rudaz. “Knowledge
discovery in metabolomics: an overview of MS data
handling.” J Sep Sci. 33, 290-304 (2010)
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